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Table S1. HPLC purity and conditions of compounds 6-9. 
 

Compound Conditions 
Retention time 

(min) 

Purity 

(%) 

Method 2 7.6 99.7 
6 

Method 5 7.6 100 

Method 1 5.4 97.7 
7 

Method 4 5.0 98.1 

Method 2 7.7 94.2 
8 

Method 5 10.8 99.8 

Method 3 6.1 95.0 
9 

Method 6 8.1 95.6 

 
Analytical HPLC column: 

Varian Microsorb MV100-5 (C18, 5 µ, 4.6×250 mm), flow rate at 0.5 mL/min, detection 
at 254 nm. 
 
HPLC solvents: 

A: Water 
B: Acetonitrile 
 
Methods: 

Method 1: Isocratic elution with 20% B for 14 min. 
Method 2: Isocratic elution with 30% B for 14 min. 
Method 3: Isocratic elution with 40% B for 14 min. 
Method 4: Elution with A and 20-80% linear gradient of B in 20 min. 
Method 5: Elution with A and 30-100% linear gradient of B in 20 min. 
Method 6: Elution with A and 40-100% linear gradient of B in 20 min. 
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Figure S1. Alignment of Mycobacterium tuberculosis, Thermogota maritima, 
Streptococcus pyogenes, and Homo sapiens Type I & II IMPDH sequences.  The amino 
acid residues of the NAD binding site are boxed. The key amino acid variations between 
hIMPDHI, hIMPDHII and mtIMPDH are circled in red. 
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Figure S2. Validation of the mtIMPDH homology model. Structure comparison of the 
mtIMPDH homology model and the recently solved X-ray crystal structure of 
Cryptosporidium parvum IMPDH at 2.8Å (PDB: 3KHJ)1 showed consistent overlap of 
key residues within NAD binding site. The amino acids of the binding site are shown in 
wireframe and colored by type. 
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